Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.003 Å; R factor = 0.028; wR factor = 0.067; data-to-parameter ratio = 14.0. organic compounds o2466 Fejfarová et al.
In the crystal structure of the title compound, C 14 H 12 BrNO 2 , the dihedral angle between the rings is 37.87 (10) and the molecule has an E conformation about the central C N bond. In the crystal, molecules are connected by intermolecular O-HÁ Á ÁN hydrogen bonds into zigzag chains running parallel to the b axis. The packing also features C-HÁ Á ÁO interactions.
Related literature
For Schiff base derivatives and related structures, see: Fejfarová et al. (2010a,b) ; Ö zek et al. (2009, 2010) ; Akkurt et al. (2008) ; Khalaji et al. (2007 Khalaji et al. ( , 2009 . For applications and properties of Schiff base compounds, see: da Silva et al. (2011) ; Dalapati et al. (2011) ; Sun et al. (2012) . H atoms treated by a mixture of independent and constrained refinement Á max = 0.27 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 2; y À 1 2 ; Àz þ 1 2 ; (ii) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (iii) Àx þ 2; y þ 1 2 ; Àz þ 1 2 .
Experimental
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: JANA2006 (Petříček et al., 2006) ; molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: JANA2006. Silva et al., 2011) . They are used as anion sensors (Dalapati et al., 2011) and as non-linear optics compounds (Sun et al., 2012) .
The present work is part of a ongoing structural study of Schiff bases (Khalaji et al., 2009; Fejfarová et al., 2010a,b) and we report here the structure of (E)-(4-hydroxy-3-methoxybenzylidene)-4-bromoaniline, (1). In the crystal, the dihedral angle between the two phenyl rings is 37.87 (10)° and the molecule has an E conformation about the central C=N bond. The methoxy group is slightly twisted from the attached benzene ring [C2-C3-O1-C7 = 13.8 (3)°]. The C=N and C-N bond lengths of 1.283 (3) Å and 1.419 (3) Å agree well with the corresponding distances in other Schiff bases (Akkurt et al., 2008; Özek et al., 2009 , 2010 Khalaji et al., 2007 Khalaji et al., , 2009 Fejfarová et al., 2010a,b) .
The molecules are connected by intermolecular O-H···N hydrogen bonds, forming zigzag chains parallel to the b axis ( Fig. 2) . The crystal structure is further stabilized by intermolecular C-H···O hydrogen bonds.
To a stirring solution of the 4-hydroxy-3-methoxybenzaldehyde (0.2 mmol, in 5 ml of methanol) was added 4-bromoaniline (0.2 mmol) in 10 ml of methanol, and the mixture was stirred for 1 h in air at 323 K and was then left at room temperature for several days without disturbance yielding suitable crystals of (1) that subsequently were filtered off and washed with Et 2 O. Yield: 91%.
Refinement
All H atoms bonded to carbon atoms were positioned geometrically and treated as riding on their parent atoms. The methyl H atoms were allowed to rotate freely about the adjacent C-O bonds. The hydroxyl H atoms were found in difference Fourier maps and their coordinates were refined with a restraint on the O-H bond length 0.85 Å with σ of 0.01. All hydrogen atoms were refined with thermal displacement coefficients U iso (H) set to 1.5U eq (C, O) for methyl and hydroxyl groups and to 1.2Ueq(C) for the CH and CH 2 groups.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011) ; cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011) ; program(s) used to solve structure: SIR2002 (Burla et al., 2003) ; program(s) used to refine structure: JANA2006 (Petříček et al., 2006) ; molecular graphics: DIAMOND (Brandenburg & Putz, 2005) ; software used to prepare material for publication: JANA2006 (Petříček et al., 2006) . supplementary materials sup-2 Acta Cryst. (2012). E68, o2466
Figure 1
Molecular structure of (1). Displacement ellipsoids are drawn at the 50% probability level.
Figure 2
Packing of molecules in direction of a axis. Hydrogen bonds are drawn as dashed lines. Cu Kα radiation, λ = 1.5418 Å Cell parameters from 6414 reflections θ = 3.9-66.9°µ = 4.24 mm −1 T = 120 K Plate, colourless 0.33 × 0.13 × 0.04 mm
(E)-4-[(4-Bromophenyl)iminomethyl]-2-methoxyphenol

Data collection
Agilent Xcalibur diffractometer with an Atlas (Gemini ultra Cu) detector Radiation source: Enhance Ultra (Cu) X-ray Source Mirror monochromator Detector resolution: 10.3784 pixels mm -1 Rotation method data acquisition using ω scans Absorption correction: multi-scan (CrysAlis PRO; Agilent, 2011) T min = 0.432, T max = 1 12474 measured reflections 2320 independent reflections 1991 reflections with I > 3σ(I) R int = 0.044 θ max = 67.0°, θ min = 4.6°h = −7→7 k = −13→13 l = −19→20
Refinement
Refinement on F 2 R[F 2 > 2σ(F 2 )] = 0.028 wR(F 2 ) = 0.067 S = 1.65 2320 reflections 166 parameters 1 restraint 45 constraints H atoms treated by a mixture of independent and constrained refinement Weighting scheme based on measured s.u.'s w = 1/(σ 2 (I) + 0.0004I 2 ) (Δ/σ) max = 0.0003 Δρ max = 0.27 e Å −3 Δρ min = −0.37 e Å −3
Special details
Experimental. Absorption correction: CrysAlis PRO (Agilent, 2011) Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm. Refinement. The refinement was carried out against all reflections. The conventional R-factor is always based on F. The goodness of fit as well as the weighted R-factor are based on F and F 2 for refinement carried out on F and F 2 , respectively. The threshold expression is used only for calculating R-factors etc. and it is not relevant to the choice of reflections for refinement. The program used for refinement, Jana2006, uses the weighting scheme based on the experimental expectations, see _refine_ls_weighting_details, that does not force S to be one. Therefore the values of S are usually larger than the ones from the SHELX program.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Br1 0.68807 (4) 0.03813 (2) 0.611307 (17) 0.04255 (10) (6) N1 0.0294 (9) 0.0254 (9) 0.0235 (9) −0.0014 (7) 0.0044 (8) 0.0003 (7) C1 0.0314 (11) 0.0256 (11) 0.0237 (11) 0.0006 (9) 0.0050 (9) −0.0045 (9) C2 0.0310 (11) 0.0240 (11) 0.0287 (11) 0.0035 (9) 0.0054 (9) −0.0003 (9) C3 0.0275 (10) 0.0251 (11) 0.0261 (11) −0.0003 (8) 0.0063 (9) −0.0029 (9) C4 0.0264 (10) 0.0216 (10) 0.0271 (11) −0.0035 (8) 0.0014 (9) −0.0031 (9) C5 0.0294 (11) 0.0259 (11) 0.0327 (12) 0.0030 (9) 0.0062 (9) −0.0012 (9) C6 0.0306 (11) 0.0297 (11) 0.0299 (12) 0.0018 (9) 0.0093 (9) −0.0022 (9) C7 0.0317 (12) 0.0276 (12) 0.0459 (14) 0.0044 (9) 0.0146 (11) 0.0005 (10) C8 0.0315 (11) 0.0288 (12) 0.0243 (11) −0.0001 (9) 0.0075 (9) −0.0043 (9) C9 0.0321 (11) 0.0237 (11) 0.0237 (11) 0.0004 (8) 0.0066 (9) −0.0037 (9) C10 0.0255 (11) 0.0327 (12) 0.0331 (12) −0.0009 (9) 0.0043 (9) 0.0011 (10) C11 0.0317 (12) 0.0339 (13) 0.0317 (12) 0.0057 (9) 0.0025 (10) 0.0053 (10) C12 0.0349 (12) 0.0271 (11) 0.0318 (12) 0.0024 (9) 0.0101 (10) 0.0035 (9) C13 0.0276 (11) 0.0321 (12) 0.0356 (13) −0.0005 (9) 0.0108 (10) −0.0005 (10) C14 0.0275 (11) 0.0302 (12) 0.0273 (11) 0.0032 (9) 0.0060 (9) 0.0010 (9) Geometric parameters (Å, º) 
